[Comparison of four multivariate calibration methods in simultaneous determination of air toxic organic compounds with FTIR spectroscopy].
The concentration determination abilities of four multivariate calibration methods--classical least squares (CLS), partial least squares (PLS), kalman filter method (KFM) and artificial neural network (ANN) were compared in this paper. Five air toxic organic compounds--1,3-butadiene, benzene, o-xylen, chlorobenzene, and acrolein--whose FTIR spectra seriously overlap each other were selected to compose the analytical objects. The evaluation criterion was according to the mean prediction error (MPE) and mean relative error (MRE). Results showed that PLS was superior to other methods when treating multicomponent analysis problem, while there was no comparable difference between CLS, KFM and ANN.